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Table S1. Analysis of oxidized TAGs in grape seed oil by LC-MS 

oxTAGs 
[M+NH4]+ adducts precursor ion m/z product ion m/z 

TAG 54:3 [OOH]  934.8 

635.5 
617.5 
603.5 
601.5 

TAG 54:4 [OOH]  932.8 

633.5 
615.5 
603.5 
601.5 

TAG 54:5 [OOH]  930.7 

633.5 
631.5 
615.5 
613.5 
603.5 
601.5 

TAG 54:6 [OOH]  928.7 

631.5 
629.5 
617.5 
613.5 
611.5 
601.5 
599.5 

TAG 54:0 [O]  922.8 
621.5 
605.5 
603.5 

TAG 54:1 [O]  920.8 

621.5 
619.5 
617.5 
603.5 
601.5 
339.3 

TAG 54:2 [O]  918.8 

619.5 
617.5 
603.5 
601.5 

TAG 54:3 [O] 916.7 

617.5 
603.5 
601.5 
599.5 

TAG 54:4 [O] 914.8 

617.5 
615.5 
601.5 
599.5 
597.5 

 

  



Table S2. Analysis of free linoleic acid, linoleic acid hydroxide and linoleic acid hydroperoxide by LC-MS. 

[M-H]- ions precursor ion m/z product ion m/z 

free linoleic acid 279.2 261.2 

  59.0 

  71.0 
linoleic acid hydroxide 295.5 277.3 

  195.5 
linoleic acid hydroperoxide  311.0 113.0 

 

 

Table S3. Analysis of phytosterols, their esters with linoleic acid and phospholipids in grape seed oil by high-
resolution LC-MS 

 phytosterols esters with linoleic acid 
[M+H]+ ions  precursor ion m/z precursor ion m/z 

sitosterol 415.3940 677.6236 
campesterol 401.3783 663.6079 

stigmasterol / Δ5-avenasterol  413.3783 675.6079 
cholesterol 387.3627 649.5923 
cholestanol 389.3783 651.6079 

brassicasterol 399.3627 661.5923 
campestanol 403.349 665.6236 

sitostanol 417.4096 679.6392 

phospholipids precursor ion m/z   
PI(18:2/18:1)  860.5415  
PI(18:2/18:2)  858.5258  
PI(16:0/18:1)  836.5415  
PI(16:0/16:0)  810.5258  
PI(16:0/18:2)  834.5258  
PC(18:1/18:1) 785.5935  
PC(14:0/14:0)  677.4996  
PC(14:0/18:1)  731.5465   

 


